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Table S1. Resolution factors, rf, and performance values (parentheses) for all possible 
binary combinations of analytes tested at P/P° = 0.0100 by using the ΔRmax/Rb values; (a) 
discrimination values obtained for the R-SH Au-NP array; (b) discrimination values 
obtained for the R'-SH Au-NP array; (c) discrimination values obtained for the Ar-SH 
Au-NP array; d) discrimination values obtained for the C2Ph(Ar)-SH Au-NP array; e) 
discrimination values obtained for the combination of all sensor types studied. 
 
 
b) Hept Oct iOct cHex Tol Chl THF EtOAc MeOH EtOH iPOH BuOH 
Hex 0.66 (0.64) 
1.4 
(0.92) 
2.8 
(1.0) 
3.7 
(1.0) 
5.1 
(1.0) 
6.5 
(1.0) 
2.6 
(0.96) 
5.7 
(1.0) 
3.8 
(0.90) 
4.5 
(0.98) 
2.3 
(0.80) 
2.3 
(0.80) 
Hept  0.85 (0.74) 
1.1 
(0.82) 
1.4 
(0.80) 
2.9 
(0.94) 
7.5 
(1.0) 
3.0 
(0.90) 
3.7 
(0.98) 
3.1 
(1.0) 
3.4 
(0.92) 
2.4 
(0.96) 
2.7 
(1.0) 
Oct   1.3 (0.88) 
0.95 
(0.74) 
1.9 
(0.82) 
4.6 
(1.0) 
2.3 
(0.90) 
2.4 
(0.86) 
1.9 
(0.90) 
2.0 
(0.74) 
1.7 
(0.88) 
2.4 
(0.80) 
iOct    1.5 (0.86) 
3.5 
(0.94) 
9.8 
(1.0) 
4.1 
(1.0) 
4.0 
(0.94) 
5.0 
(1.0) 
5.3 
(0.96) 
3.2 
(0.88) 
2.8 
(0.90) 
cHex     2.5 (0.92) 
12 
(1.0) 
4.6 
(1.0) 
3.2 
(0.96) 
5.3 
(1.0) 
4.0 
(0.98) 
3.4 
(0.86) 
3.0 
(0.80) 
Tol      9.6 (1.0) 
6.0 
(1.0) 
1.2 
(0.80) 
4.4 
(1.0) 
2.2 
(0.96) 
4.0 
(1.0) 
3.9 
(0.80) 
Chl       4.9 (1.0) 
12 
(1.0) 
4.2 
(1.0) 
6.6 
(0.98) 
3.0 
(0.96) 
4.6 
(1.0) 
THF        6.4 (1.0) 
3.8 
(1.0) 
3.9 
(0.98) 
1.0 
(0.80) 
0.90 
(0.70) 
EtOAc         4.2 (1.0) 
2.3 
(0.96) 
3.8 
(0.86) 
3.8 
(0.80) 
MeOH          1.6 (0.78) 
2.3 
(0.96) 
3.7 
(1.0) 
EtOH           2.5 (0.82) 
3.3 
(0.80) 
iPOH            0.65 (0.70) 
 
 
 
 
a) Hept Oct iOct cHex Tol Chl THF EtOAc MeOH EtOH iPOH BuOH 
Hex 0.55 (0.74) 
1.1 
(0.76) 
0.31 
(0.64) 
2.1 
(0.90) 
0.52 
(0.66) 
7.6 
(1.0) 
3.0 
(0.96) 
1.4 
(0.86) 
29 
(1.0) 
29 
(1.0) 
32 
(1.0) 
16 
(1.0) 
Hept  0.32 (0.56) 
0.51 
(0.64) 
1.9 
(0.92) 
0.74 
(0.74) 
4.3 
(1.0) 
2.1 
(0.96) 
0.94 
(0.78) 
31 
(1.0) 
27 
(1.0) 
30 
(1.0) 
15 
(1.0) 
Oct   0.99 (0.68) 
1.9 
(0.78) 
0.98 
(0.62) 
3.3 
(1.0) 
2.3 
(0.82) 
1.1 
(0.80) 
27 
(1.0) 
27 
(1.0) 
26 
(1.0) 
14 
(1.0) 
iOct    3.2 (1.0) 
0.75 
(0.74) 
9.2 
(1.0) 
3.5 
(0.98) 
2.7 
(0.98) 
25 
(1.0) 
28 
(1.0) 
33 
(1.0) 
16 
(0.90) 
cHex     1.5 (0.88) 
9.7 
(1.0) 
2.4 
(1.0) 
3.1 
(1.0) 
31 
(1.0) 
28 
(1.0) 
31 
(1.0) 
16 
(1.0) 
Tol      4.7 (1.0) 
0.81 
(0.80) 
1.3 
(0.84) 
27 
(1.0) 
22 
(1.0) 
22 
(0.98) 
13 
(0.90) 
Chl       6.2 (1.0) 
5.7 
(1.0) 
34 
(1.0) 
24 
(1.0) 
34 
(1.0) 
19 
(1.0) 
THF        1.3 (0.76) 
33 
(1.0) 
28 
(1.0) 
32 
(1.0) 
16 
(1.0) 
EtOAc         31 (1.0) 
26 
(1.0) 
27 
(1.0) 
15 
(1.0) 
MeOH          2.8 (1.0) 
3.53 
(0.98) 
4.1 
(1.0) 
EtOH           5.4 x10
-4 
(0.52) 
1.7 
(0.90) 
iPOH            1.3 (0.90) 
c) Hept Oct iOct cHex Tol Chl THF EtOAc MeOH EtOH iPOH BuOH 
Hex 0.41 (0.60) 
0.47 
(0.52) 
3.4 
(1.0) 
2.6 
(0.98) 
1.2 
(0.84) 
1.8 
(0.70) 
1.8 
(0.74) 
1.2 
(0.70) 
3.8 
(1.0) 
2.5 
(0.84) 
0.89 
(0.72) 
0.26 
(0.60) 
Hept  0.080 (0.54) 
2.7 
(1.0) 
2.3 
(0.92) 
1.3 
(0.82) 
1.6 
(0.70) 
1.9 
(0.68) 
1.1 
(0.66) 
2.8 
(1.0) 
2.7 
(0.76) 
0.78 
(0.74) 
0.37 
(0.60) 
Oct   2.0 (0.96) 
1.7 
(0.88) 
1.0 
(0.72) 
1.1 
(0.70) 
1.2 
(0.56) 
0.71 
(0.56) 
1.8 
(0.90) 
1.6 
(0.76) 
0.68 
(0.60) 
0.49 
(0.60) 
iOct    0.65 (0.66) 
1.7 
(0.92) 
7.1 
(1.0) 
6.2 
(0.98) 
5.1 
(1.0) 
6.8 
(1.0) 
6.0 
(0.94) 
3.3 
(1.0) 
2.7 
(1.0) 
cHex     1.2 (0.82) 
4.9 
(1.0) 
4.0 
(0.90) 
3.7 
(0.94) 
5.9 
(1.0) 
5.2 
(0.92) 
2.7 
(0.98) 
2.0 
(0.90) 
Tol      4.6 (1.0) 
4.5 
(0.92) 
3.7 
(0.96) 
6.4 
(1.0) 
5.2 
(0.96) 
2.8 
(0.96) 
1.2 
(0.80) 
Chl       2.6 (0.96) 
2.1 
(0.94) 
5.5 
(1.0) 
3.6 
(0.98) 
1.4 
(0.64) 
2.9 
(0.80) 
THF        3.1 (0.96) 
4.2 
(1.0) 
2.9 
(0.96) 
1.6 
(0.78) 
2.3 
(0.80) 
EtOAc         7.1 (1.0) 
4.4 
(1.0) 
0.52 
(0.60) 
1.8 
(0.80) 
MeOH          2.8 (0.80) 
4.2 
(0.98) 
3.6 
(1.0) 
EtOH           3.2 (0.96) 
3.9 
(0.90) 
iPOH            1.2 (0.80) 
 
d) Hept Oct iOct cHex Tol Chl THF EtOAc MeOH EtOH iPOH BuOH 
Hex 1.2 (0.82) 
0.86 
(0.82) 
4.2 
(1.0) 
2.4 
(1.0) 
2.4 
(1.0) 
7.2 
(1.0) 
4.5 
(1.0) 
3.5 
(0.96) 
2.9 
(0.80) 
1.6 
(0.82) 
3.3 
(0.96) 
2.8 
(1.0) 
Hept  
0.24 
(0.64) 
2.9 
(0.92) 
1.2 
(0.78) 
1.4 
(0.86) 
6.6 
(1.0) 
3.9 
(0.86) 
2.8 
(0.94) 
2.3 
(0.90) 
1.3 
(0.82) 
2.8 
(1.0) 
2.5 
(1.0) 
Oct   
1.6 
(0.86) 
0.65 
(0.70) 
0.64 
(0.70) 
4.0 
(1.0) 
2.3 
(0.96) 
1.8 
(0.82) 
2.5 
(0.90) 
1.2 
(0.82) 
2.7 
(0.96) 
2.4 
(0.90) 
iOct    
2.3 
(0.94) 
1.6 
(0.78) 
13 
(1.0) 
8.4 
(1.0) 
4.2 
(1.0) 
4.9 
(1.0) 
3.0 
(0.96) 
6.1 
(1.0) 
5.1 
(1.0) 
cHex     
1.5 
(0.78) 
15 
(1.0) 
9.0 
(1.0) 
4.4 
(0.98) 
4.5 
(0.90) 
2.9 
(0.96) 
6.0 
(1.0) 
4.8 
(1.0) 
Tol      
8.3 
(1.0) 
5.5 
(1.0) 
2.1 
(0.88) 
3.5 
(0.90) 
1.7 
(0.88) 
4.0 
(1.0) 
3.4 
(1.0) 
Chl       
3.7 
(0.96) 
5.5 
(1.0) 
2.2 
(0.80) 
4.8 
(1.0) 
2.2 
(0.84) 
3.2 
(0.90) 
THF        
3.1 
(0.98) 
2.3 
(0.90) 
3.2 
(1.0) 
2.4 
(0.98) 
2.7 
(1.0) 
EtOAc         
2.1 
(0.80) 
1.8 
(0.92) 
2.9 
(0.96) 
2.6 
(0.90) 
MeOH          
1.4 
(0.86) 
0.53 
(0.64) 
0.66 
(0.60) 
EtOH           
1.9 
(0.90) 
2.1 
(1.0) 
iPOH            
0.14 
(0.50) 
 
 
 
 
 
 
e) Hept Oct iOct cHex Tol Chl THF EtOAc MeOH EtOH iPOH BuOH 
Hex 3.5 (0.98) 
3.1 
(1.0) 
4.8 
(1.0) 
5.5 
(1.0) 
5.5 
(1.0) 
7.9 
(1.0) 
5.1 
(1.0) 
8.3 
(1.0) 
17 
(1.0) 
15 
(1.0) 
38 
(1.0) 
12 
(1.0) 
Hept  1.1 (0.74) 
2.5 
(0.98) 
3.6 
(1.0) 
2.7 
(0.94) 
4.8 
(1.0) 
4.4 
(1.0) 
5.2 
(1.0) 
11 
(1.0) 
11 
(1.0) 
21 
(1.0) 
12 
(1.0) 
Oct   2.2 (0.98) 
3.0 
(1.0) 
3.2 
(0.98) 
5.5 
(1.0) 
3.4 
(0.96) 
4.1 
(0.98) 
12 
(1.0) 
10 
(1.0) 
19 
(1.0) 
9.9 
(0.90) 
iOct    4.0 (1.0) 
4.0 
(0.98) 
15 
(1.0) 
8.0 
(1.0) 
6.5 
(1.0) 
26 
(1.0) 
12 
(1.0) 
28 
(1.0) 
14 
(1.0) 
cHex     3.1 (0.90) 
14 
(1.0) 
7.8 
(1.0) 
6.6 
(1.0) 
22 
(1.0) 
18 
(1.0) 
27 
(1.0) 
15 
(1.0) 
Tol      10 (1.0) 
6.3 
(1.0) 
4.2 
(1.0) 
13 
(1.0) 
9.6 
(1.0) 
12 
(1.0) 
8.9 
(1.0) 
Chl       8.3 (1.0) 
16 
(1.0) 
11 
(1.0) 
14 
(1.0) 
24 
(1.0) 
15 
(1.0) 
THF        5.4 (1.0) 
15 
(1.0) 
13 
(1.0) 
27 
(1.0) 
16 
(1.0) 
EtOAc         15 (1.0) 
13 
(1.0) 
16 
(1.0) 
14 
(1.0) 
MeOH          3.7 (1.0) 
3.1 
(0.98) 
3.8 
(1.0) 
EtOH           3.1 (0.94) 
3.8 
(1.0) 
iPOH            2.2 (1.0) 
Table S2. Resolution factors, rf, and performance values (parentheses) for all possible 
binary combinations of analytes tested at P/P° = 0.0100 by using the variance of the first 
five PCs; a) discrimination values obtained for the R-SH Au-NP array; b) discrimination 
values obtained for the R'-SH Au-NP array; c) discrimination values obtained for the Ar-
SH Au-NP array; d) discrimination values obtained for the C2Ph(Ar)-SH Au-NP array; e) 
discrimination values obtained for the combination of all sensor types studied. 
 
a) Hept Oct iOct cHex Tol Chl THF EtOAc MeOH EtOH iPOH BuOH 
Hex 0.58 (0.74) 
1.0 
(0.78) 
0.67 
(0.70) 
2.2 
(0.92) 
0.51 
(0.66) 
11 
(1.0) 
2.9 
(0.96) 
1.9 
(0.92) 
150 
(1.0) 
120 
(1.0) 
44 
(1.0) 
18 
(1.0) 
Hept  
0.24 
(0.68) 
0.71 
(0.76) 
2.3 
(0.94) 
0.86 
(0.70) 
4.8 
(1.0) 
2.1 
(0.96) 
1.0 
(0.78) 
34 
(1.0) 
47 
(1.0) 
41 
(1.0) 
18 
(1.0) 
Oct   
0.79 
(0.66) 
2.1 
(0.94) 
1.1 
(0.76) 
3.6 
(0.96) 
1.6 
(0.86) 
1.1 
(0.76) 
26 
(1.0) 
24 
(1.0) 
26 
(1.0) 
17 
(1.0) 
iOct    
3.6 
(1.0) 
0.58 
(0.86) 
21 
(1.0) 
3.4 
(0.98) 
2.8 
(0.98) 
240 
(1.0) 
150 
(1.0) 
52 
(1.0) 
19 
(1.0) 
cHex     
0.94 
(0.76) 
19 
(1.0) 
3.0 
(0.98) 
2.7 
(1.0) 
330 
(1.0) 
94 
(1.0) 
39 
(1.0) 
15 
(1.0) 
Tol      
7.0 
(1.0) 
2.0 
(0.94) 
1.5 
(0.82) 
59 
(1.0) 
37 
(1.0) 
16 
(1.0) 
11 
(0.98) 
Chl       
6.8 
(1.0) 
8.9 
(1.0) 
20 
(1.0) 
17 
(1.0) 
15 
(1.0) 
15 
(1.0) 
THF        
1.3 
(0.74) 
47 
(1.0) 
74 
(1.0) 
49 
(1.0) 
17 
(1.0) 
EtOAc         
200 
(1.0) 
73 
(1.0) 
30 
(1.0) 
14 
(1.0) 
MeOH          
2.9 
(0.98) 
3.5 
(0.98) 
4.2 
(0.98) 
EtOH           
0.71 
(0.68) 
1.9 
(0.86) 
iPOH            
1.5 
(0.92) 
 
b) Hept Oct iOct cHex Tol Chl THF EtOAc MeOH EtOH iPOH BuOH 
Hex 1.4 (0.76) 
2.2 
(0.94) 
2.8 
(0.98) 
4.0 
(1.0) 
5.3 
(1.0) 
6.0 
(1.0) 
2.9 
(0.94) 
4.6 
(0.96) 
6.3 
(1.0) 
5.6 
(0.98) 
3.5 
(0.96) 
3.1 
(0.92) 
Hept  
1.0 
(0.76) 
0.57 
(0.64) 
1.4 
(0.86) 
2.5 
(0.90) 
3.2 
(1.0) 
3.1 
(0.94) 
3.9 
(0.86) 
2.8 
(0.94) 
3.7 
(0.90) 
2.8 
(0.92) 
3.5 
(0.98) 
Oct   
1.0 
(0.78) 
0.68 
(0.70) 
2.0 
(0.82) 
3.1 
(0.98) 
3.2 
(0.98) 
2.2 
(0.74) 
1.7 
(0.90) 
1.7 
(0.72) 
2.1 
(0.94) 
3.0 
(0.96) 
iOct    
1.4 
(0.78) 
3.1 
(0.94) 
23 
(1.0) 
6.0 
(1.0) 
4.4 
(0.98) 
7.5 
(1.0) 
8.9 
(1.0) 
3.9 
(1.0) 
4.5 
(0.92) 
cHex     
2.5 
(0.92) 
35 
(1.0) 
6.9 
(1.0) 
4.4 
(0.94) 
7.6 
(1.0) 
9.1 
(1.0) 
4.3 
(0.98) 
5.2 
(1.0) 
Tol      
6.0 
(1.0) 
5.1 
(1.0) 
0.43 
(0.70) 
5.2 
(1.0) 
2.9 
(0.98) 
4.3 
(1.0) 
5.3 
(0.98) 
Chl       
2.8 
(0.96) 
6.4 
(1.0) 
4.7 
(1.0) 
4.3 
(0.98) 
2.6 
(1.0) 
5.0 
(0.96) 
THF        
4.8 
(1.0) 
4.4 
(1.0) 
4.0 
(1.0) 
1.1 
(0.84) 
1.0 
(0.82) 
EtOAc         
4.0 
(1.0) 
1.6 
(0.94) 
3.9 
(1.0) 
5.7 
(1.0) 
MeOH          
1.4 
(0.90) 
2.3 
(0.88) 
4.3 
(0.98) 
EtOH           
2.6 
(0.96) 
4.7 
(0.98) 
iPOH            
0.56 
(0.70) 
 
 
 
c) Hept Oct iOct cHex Tol Chl THF EtOAc MeOH EtOH iPOH BuOH 
Hex 1.6 (0.80) 
1.1 
(0.74) 
3.7 
(1.0) 
3.1 
(0.96) 
1.2 
(0.82) 
2.7 
(0.96) 
4.3 
(1.0) 
1.4 
(0.74) 
7.3 
(1.0) 
5.5 
(1.0) 
1.4 
(0.76) 
0.65 
(0.72) 
Hept  
0.20 
(0.60) 
2.4 
(0.86) 
2.1 
(0.86) 
1.9 
(0.80) 
2.0 
(0.76) 
3.0 
(0.90) 
1.0 
(0.56) 
4.1 
(0.98) 
3.6 
(0.92) 
0.37 
(0.58) 
0.95 
(0.80) 
Oct   
2.2 
(0.76) 
1.9 
(0.74) 
1.4 
(0.70) 
1.8 
(0.76) 
2.0 
(0.74) 
1.1 
(0.74) 
2.2 
(0.98) 
2.1 
(0.72) 
0.42 
(0.70) 
0.85 
(0.78) 
iOct    
0.62 
(0.66) 
1.9 
(0.92) 
18 
(1.0) 
5.4 
(1.0) 
6.4 
(0.96) 
8.3 
(1.0) 
12 
(1.0) 
2.0 
(0.88) 
1.9 
(0.88) 
cHex     
1.4 
(0.88) 
14 
(1.0) 
5.9 
(1.0) 
4.7 
(0.96) 
11 
(1.0) 
14 
(1.0) 
1.8 
(0.82) 
1.7 
(0.92) 
Tol      
8.6 
(1.0) 
6.4 
(0.98) 
4.1 
(0.96) 
11 
(1.0) 
14 
(1.0) 
2.2 
(0.80) 
0.82 
(0.70) 
Chl       
2.8 
(0.96) 
1.2 
(0.90) 
7.1 
(1.0) 
4.8 
(1.0) 
1.3 
(0.72) 
3.1 
(0.80) 
THF        
2.7 
(0.94) 
2.6 
(0.96) 
2.5 
(0.94) 
1.8 
(0.84) 
3.6 
(0.96) 
EtOAc         
5.9 
(1.0) 
3.7 
(1.0) 
0.64 
(0.66) 
1.3 
(0.68) 
MeOH          
2.6 
(0.94) 
3.4 
(0.98) 
3.4 
(0.98) 
EtOH           
2.3 
(0.96) 
2.9 
(0.86) 
iPOH            
0.85 
(0.76) 
 
d) Hept Oct iOct cHex Tol Chl THF EtOAc MeOH EtOH iPOH BuOH 
Hex 1.2 (0.78) 
1.7 
(0.86) 
3.9 
(0.94) 
3.1 
(0.92) 
2.8 
(0.98) 
4.0 
(0.98) 
2.8 
(0.98) 
2.5 
(0.96) 
5.6 
(0.98) 
4.1 
(1.0) 
3.5 
(0.98) 
3.0 
(0.94) 
Hept  
0.24 
(0.60) 
1.5 
(0.82) 
1.4 
(0.84) 
1.1 
(0.76) 
4.0 
(1.0) 
3.2 
(0.92) 
1.3 
(0.78) 
3.1 
(0.98) 
2.0 
(0.76) 
3.4 
(0.94) 
3.0 
(0.94) 
Oct   
1.4 
(0.84) 
1.7 
(0.84) 
1.0 
(0.80) 
4.4 
(1.0) 
3.0 
(0.96) 
1.1 
(0.80) 
2.4 
(0.94) 
1.3 
(0.76) 
2.5 
(0.94) 
3.1 
(0.96) 
iOct    
1.6 
(0.84) 
0.72 
(0.66) 
23 
(1.0) 
13 
(1.0) 
1.3 
(0.78) 
9.7 
(1.0) 
4.0 
(1.0) 
6.5 
(0.94) 
9.4 
(0.98) 
cHex     
0.84 
(0.72) 
13 
(1.0) 
10 
(1.0) 
1.4 
(0.82) 
7.9 
(0.98) 
3.7 
(0.98) 
5.1 
(0.94) 
8.3 
(1.0) 
Tol      
11 
(1.0) 
8.5 
(1.0) 
0.88 
(0.74) 
6.4 
(0.98) 
3.0 
(0.98) 
5.2 
(1.0) 
6.2 
(1.0) 
Chl       
3.6 
(1.0) 
5.9 
(1.0) 
4.8 
(1.0) 
5.0 
(1.0) 
2.3 
(0.98) 
1.1 
(0.76) 
THF        
3.7 
(0.98) 
5.1 
(0.98) 
4.5 
(0.98) 
2.7 
(0.92) 
1.8 
(0.90) 
EtOAc         
3.3 
(0.96) 
2.3 
(0.80) 
3.1 
(0.98) 
4.2 
(1.0) 
MeOH          
0.77 
(0.76) 
1.2 
(0.90) 
2.6 
(0.98) 
EtOH           
2.0 
(0.84) 
3.0 
(0.92) 
iPOH            
1.1 
(0.70) 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
 
e) Hept Oct iOct cHex Tol Chl THF EtOAc MeOH EtOH iPOH BuOH 
Hex 3.4 (1.0) 
3.1 
(1.0) 
4.7 
(1.0) 
4.7 
(1.0) 
4.1 
(0.96) 
9.3 
(1.0) 
5.0 
(0.98) 
7.1 
(1.0) 
20 
(1.0) 
16 
(1.0) 
12 
(1.0) 
11 
(1.0) 
Hept  
1.2 
(0.80) 
3.3 
(1.0) 
2.4 
(1.0) 
2.6 
(0.84) 
3.8 
(1.0) 
3.3 
(0.98) 
4.5 
(0.96) 
11 
(1.0) 
11 
(1.0) 
9.9 
(1.0) 
8.8 
(1.0) 
Oct   
1.7 
(0.90) 
1.9 
(0.92) 
2.2 
(0.88) 
5.8 
(1.0) 
3.3 
(1.0) 
3.2 
(0.96) 
7.8 
(1.0) 
8.9 
(1.0) 
9.1 
(1.0) 
8.9 
(1.0) 
iOct    
3.3 
(1.0) 
3.1 
(0.92) 
29 
(1.0) 
15 
(1.0) 
7.8 
(1.0) 
14 
(1.0) 
19 
(1.0) 
12 
(1.0) 
10 
(1.0) 
cHex     
2.4 
(0.82) 
26 
(1.0) 
16 
(1.0) 
7.0 
(1.0) 
15 
(1.0) 
25 
(1.0) 
10 
(1.0) 
9.1 
(1.0) 
Tol      
8.8 
(1.0) 
8.9 
(1.0) 
3.1 
(0.98) 
13 
(1.0) 
9.6 
(1.0) 
8.2 
(1.0) 
10 
(1.0) 
Chl       
8.0 
(1.0) 
10 
(1.0) 
16 
(1.0) 
8.3 
(1.0) 
14 
(1.0) 
7.7 
(1.0) 
THF        
6.2 
(1.0) 
13 
(1.0) 
14 
(1.0) 
9.9 
(1.0) 
11 
(1.0) 
EtOAc         
14 
(1.0) 
9.3 
(1.0) 
9.4 
(1.0) 
8.0 
(1.0) 
MeOH          
3.7 
(0.98) 
5.2 
(1.0) 
4.6 
(1.0) 
EtOH           
4.0 
(1.0) 
2.9 
(0.96) 
iPOH            
1.4 
(0.86) 
Table S3. Average resolution factor, 
€ 
rf , obtained form the first five principal component 
variances captured, for each of the analyte vapors versus each polar group for five 
different sensor arrays; a) R-SH, b) R'-SH, c) Ar-SH, d) C2Ph(Ar) and e) all 20 sensors. 
The polar groups are divided into non polar vapors (R; Hex, Hept, Oct, iOct, cHex, Tol), 
polar aprotic vapors (R'; Chl, THF, EtOAc) and polar protic vapors (R-OH; MeOH, 
EtOH, 
 
a)  vs. R vs. R' vs. R-OH 
Hex 30 1.0 5.1 85 
Hept 13 0.94 2.7 35 
Oct 8.7 1.0 2.1 23 
iOct 41 1.3 9.1 120 
cHex 43 2.2 8.4 120 
Tol 11 0.79 3.5 31 
Chl 13 11 7.8 17 
THF 18 2.5 4.0 47 
EtOAc 28 1.8 5.1 79 
MeOH 94 140 89 3.5 
EtOH 54 80 55 1.9 
iPOH 27 36 32 1.9 
BuOH 13 16 15 2.6 
 
b)  vs. R vs. R' vs. R-OH 
Hex 4.0 3.1 4.5 4.6 
Hept 2.5 1.4 3.4 3.2 
Oct 2.0 1.4 2.9 2.1 
iOct 5.6 1.8 11 6.2 
cHex 6.8 2.0 15 6.5 
Tol 3.7 3.1 3.8 4.4 
Chl 8.5 13 4.6 4.2 
THF 3.8 4.5 3.8 2.6 
EtOAc 3.9 3.3 5.6 3.8 
MeOH 4.4 5.2 4.4 2.7 
EtOH 4.2 5.3 3.3 2.9 
iPOH 2.8 3.5 2.5 1.8 
BuOH 3.8 4.1 3.9 3.2 
 
c)  vs. R vs. R' vs. R-OH 
Hex 2.8 2.1 2.8 3.7 
Hept 1.9 1.6 2.0 2.3 
Oct 1.4 1.4 1.6 1.4 
iOct 5.3 2.1 9.8 6.0 
cHex 5.2 1.8 8.1 7.3 
Tol 4.6 1.6 6.4 6.9 
Chl 5.6 7.7 2.0 4.0 
THF 3.6 4.5 2.8 2.6 
EtOAc 2.9 3.1 2.0 2.9 
MeOH 5.8 7.4 5.2 3.1 
EtOH 5.8 8.4 3.7 2.6 
iPOH 1.5 1.4 1.3 2.2 
BuOH 1.8 1.2 2.7 2.4 
 
 
 
 
 
 
 
 
 
 
 
 
d)  vs. R vs. R' vs. R-OH 
Hex 3.2 2.6 3.1 4.0 
Hept 2.1 1.1 2.8 2.9 
Oct 2.0 1.2 2.8 2.3 
iOct 6.3 1.8 13 7.4 
cHex 4.8 1.7 8.2 6.2 
Tol 3.9 1.3 6.6 5.2 
Chl 6.8 9.8 4.7 3.3 
THF 5.2 6.8 3.6 3.5 
EtOAc 2.6 1.4 4.8 3.2 
MeOH 4.4 5.9 4.4 1.5 
EtOH 3.0 3.0 3.9 1.9 
iPOH 3.2 4.4 2.7 1.5 
BuOH 3.9 5.5 2.4 2.2 
 
e)  vs. R vs. R' vs. R-OH 
Hex 8.3 4.0 7.1 15 
Hept 5.5 2.6 3.9 10 
Oct 4.7 2.0 4.1 8.7 
iOct 10 3.3 17 14 
cHex 10 2.9 16 15 
Tol 6.3 2.9 6.9 10 
Chl 12 14 9.1 12 
THF 9.4 8.5 7.1 12 
EtOAc 7.5 5.4 8.2 10 
MeOH 11 13 14 4.5 
EtOH 11 15 10 3.5 
iPOH 8.8 10 11 3.5 
BuOH 7.8 9.7 8.9 3.0 
 
  
 
Figure S1. Molecular structure and chain length determination of the R-SH and Ar-SH 
organothiol ligands. The red-labeled bonds represent the atoms/bonds considered for the 
chain length determination, where the highest number represent the value of chain length. 
 
 
Figure S2. Resistance response of a Au-C5 chemiresistive sensor upon exposure to 
saturated ethanol vapor. 
